Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.003 Å; R factor = 0.035; wR factor = 0.085; data-to-parameter ratio = 8.3.
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 11,20-Dihydroxy-3-oxopregna-1,4-dien-21-oic acid monohydrate Z. Guo, S. Tang and H. Duan
Comment
In the molecule of the title compound, (Fig. 1) , all bond lengths and angles are within normal ranges (Mason, 1938; Edmonds et al., 2006; Gazdag et al., 1998; Rachwal et al., 1996) . Six carbon atoms in ring A (C1···C5/C10) are nearly in the same plane with the average atomic displacement of 0.015 Å. Rings B (C5···C10) and C (C8/C9/C11···C14) are both in chair conformations. Ring D (C13···C17) has an envelope form with C13 as the out-of-plane atom. Through extensive O-H···O hydrogen bonds between the main molecule and lattice water molecule, a three dimensional supramolecular network is formed. The water molecules are involved in O-H···O hydrogen bonding with atoms O1, O5 and O4 belonging to hydroxy groups, and intermolecular O-H···O hydrogen-bonding interactions are formed between hydroxy groups and carbonyl O atom, resulting in an overall three-dimensional crystal structure (Fig. 2) .
Experimental
The title compound (Dekker, 1980; Stroud et al., 1980) was obtained by degradation of solid prednisolone sodium phosphate at 373 K for 72 h, then extracted and isolated using HSCCC followed by preparative HPLC. Finally, the crystals were prepared by slow evaporation of the solvent from a saturated solution in methanol/acetone/H 2 O at room temperature (Suitschmezian et al., 2008) .
Refinement
H atoms attached to carbons were placed at calculated positions with C-H = 0.93 Å (aromatic) or 0.96-0.98 Å (sp 3 C-atom).
H atoms attached to oxygen was located in difference maps. All H atoms were refined in the riding-model approximation with isotropic displacement parameters (set at 1.2-1.5 times of the U eq of the parent atom). As the structure has no significant anomalous dispersion, the Friedel-pair reflections (1436) were merged and the absolute configuration was assumed from synthesis.
Figures Fig. 1 . The molecular structure of (I), with atom labels and 30% probability displacement ellipsoids, and H atoms are shown as small spheres of arbitrary radius. (9) 0.0012 (7) 0.0011 (7) 0.0086 (7 Symmetry codes: (i) −x+1/2, −y, z−1/2; (ii) −x, y+1/2, −z+1/2; (iii) x, y, z−1; (iv) x+1/2, −y+1/2, −z+1.
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